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Table S1: Stacking configuration of single-sided fluorographene with CL and substrates.

Atomic
structure

Stacking
pattern

Interlayer
distance
w.r.t. CL
(Å)

Interlayer
distance
w.r.t.
substrate
(Å)

C4F/BN A-B 2.81 2.81

FC4/BN A-B 3.27 3.28

C4F/G A-A 2.89 2.85

FC4/G A-B 3.31 3.31
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Figure S1: Band structure of CL, C4F, and substrates. The band of substrate, C4F, and CL
is colored with blue, red, and green, respectively.

S3



-10

-8

-6

-4

-2

0

Γ M K Γ

-10

-8

-6

-4

-2

0

Γ M K Γ

E
 -

E
va

c
(e

V
)

-10

-8

-6

-4

-2

0

Γ M K Γ
Figure S2: The band structure of CL/C4F/substrates for type-B alignment. (a) shows the
band structure of G/FC4F/h-BN and G/h-BN. The band shift of graphene is 1.41 eV. (b)
is for BN/FC4/Grpt and BN/Grpt and the shift of BN is 1.30 eV.
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Figure S3: Electron redistribution function of (a) C4F/BN and (b) BN/C4F/BN. The mag-
nitude of the redistribution is similar between two systems.
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